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In the crystal of the title compound, C 7 H 5 ClN 2 O 3 , the molecules are linked by N-HÁ Á ÁO and C-HÁ Á ÁO hydrogen bonds. Thecontact between the benzene rings, [centroidcentroid distance = 3.803 (3) Å ] may further stabilize the structure.
Related literature
For a related structure, see: Sun et al. (2006) . For bond-length data, see: Allen et al. (1987) .
Experimental
Crystal data 
Data collection
Enraf-Nonius CAD-4 diffractometer Absorption correction: scan (North et al., 1968) T min = 0.879, T max = 0.957 1555 measured reflections 1459 independent reflections 1085 reflections with I > 2(I) R int = 0.061 3 standard reflections frequency: 120 min intensity decay: none Refinement R[F 2 > 2(F 2 )] = 0.078 wR(F 2 ) = 0.198 S = 1.01 1459 reflections 112 parameters H-atom parameters constrained Á max = 0.41 e Å À3 Á min = À0.51 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 3; Ày þ 1; Àz þ 1; (ii) x þ 1 2 ; Ày þ 1 2 ; z À 1 2 ; (iii) x À 1 2 ; Ày þ 1 2 ; z À 1 2 .
Data collection: CAD-4 Software (Enraf-Nonius, 1989); cell refinement: CAD-4 Software; data reduction: XCAD4 (Harms & Wocadlo, 1995) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) and PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXL97 and PLATON. In the molecule of the title compound (Fig 1) , the bond lengths (Allen et al., 1987) and angles are within normal ranges.
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Ring A (C1-C6) is, of course, planar. Atoms Cl, N1 and C7 are 0.021 (3), 0.029 (3) and -0.001 (3) Å away from the plane of the benzene ring. The intramolecular C-H···O hydrogen bond results in the formation of a five-membered ring B (O2/N1/C5/C6/H5A), having envelope conformation with O2 atom displaced by 0.278 (3) Å from the plane of the other ring atoms.
In the crystal structure, intermolecular N-H···O and C-H···O hydrogen bonds (Table 1) link the molecules (Fig. 2 ), in which they may be effective in the stabilization of the structure. The π-π contact between the benzene rings, Cg1-Cg1 i [symmetry code: (i) -x, -y, 1 -z, where Cg1 is centroid of the ring A (C1-C6)] may further stabilize the structure, with centroid-centroid distance of 3.803 (3) Å.
Experimental
For the preparation of the title compound, 4-chloro-3-nitrobenzoic acid (60.3 g, 0.32 mol) was suspended in thionyl chloride (180 ml) and heated at reflux for 5 h, then concentrated in vacuum as far as possible, the oily substance obtained. Added ice ammonia water (300 ml) to the oil, cooling to room temperature, a precipitate formed, which was collected by filtration and washed with water. Pure title compound was obtained by crystallizing from methanol (Sun et al., 2006) . Crystals suitable for X-ray analysis were obtained by slow evaporation of a methanol solution.
Refinement H atoms were positioned geometrically, with N-H = 0.86 (for NH 2 ) and C-H = 0.93 Å for aromatic H and constrained to ride on their parent atoms, with U iso (H) = 1.2U eq (C,N). Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
